[4 + 3] and [4 + 2] mechanisms of the Diels-Alder reactions of vinylboranes: an analysis of the electron charge density distribution by Vallejos, Margarita et al.
 S1 
 
[4+3] and [4+2] Mechanisms of the Diels−Alder reactions of vinylboranes: an analysis of the electron 
charge density distribution 
 
Margarita M. Vallejos,*a Nélida M. Peruchenab and Silvina C. Pellegrinet*a 
aInstituto de Química Rosario (CONICET), Facultad de Ciencias Bioquímicas y Farmacéuticas, Universidad 
Nacional de Rosario, Suipacha 531, Rosario (2000), Argentina.; E-mail: vallejos@iquir-conicet.gov.ar; 
pellegrinet@iquir-conicet.gov.ar 
bLaboratorio de Estructura Molecular y Propiedades, Área de Química Física, Departamento de Química, 
Facultad de Ciencias Exactas y Naturales y Agrimensura, Universidad Nacional del Nordeste, Avda. 
Libertad 5460, (3400) Corrientes, Argentina 
 
Supporting Information 
List of contents: 
- Distances, topological properties and delocalization indexes along the IRC paths for selected TSs of the 
reactions under study (Fig. S1-S10). Pages S2-S11. 
- Electronic population of selected atoms along the IRC paths for selected TSs of the reactions under study 










Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry





Fig. S1 Distances, topological properties and delocalization indexes along the IRC path corresponding to 
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Fig. S11 Part a Electronic population of selected atoms (in e) along the IRC path corresponding to a) TS-
1MX, b) TS-1PN, c) TS-1PX, d) TS-2MN, e) TS-2MX, f) TS-2PX, g) TS-3MN, h) TS-3MX, i) TS-3PN 
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Fig. S11 Part b Electronic population of selected atoms (in e) along the IRC path corresponding to a) TS-
1MX, b) TS-1PN, c) TS-1PX, d) TS-2MN, e) TS-2MX, f) TS-2PX, g) TS-3MN, h) TS-3MX, i) TS-3PN 
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